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The CD-Free System Scheme 2a shows a simplified equilibrium in the CD-free system, where Py is the Py residue, which can form Py dimer (Py 2 
In this study, a significant fraction of Py residues (Py°) cannot form Py 2 , and the mole fraction of Py° is defined as f. Based on the conservation of mass,
where [Py] (S12)
Based on the conservation of mass,
[
where [CD] 0 is the total concentration of CD. Substituting eqs S11 and S12 into eq S14, it can be solved for [Py] as
Substituting eq S13 into eq S15, it can be solved for [Py°] as 
Substituting eqs S22 and S23 into eq S24, it can be solved for [Py] as 
